Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.004 Å; R factor = 0.059; wR factor = 0.160; data-to-parameter ratio = 12.7.
In the title compound, C 18 H 16 N 4 O 4 , the dihedral angles between the central pyrazole ring and the pendant substituted and unsubstituted aromatic rings are 4.73 (12) and 44.24 (14) , respectively. An intramolecular O-HÁ Á ÁO hydrogen bond occurs. In the crystal structure, an intermolecular C-HÁ Á ÁO interaction may help to consolidate the packing and a short intramolecular C-HÁ Á ÁO contact also occurs.
Related literature
For selected background literature on Schiff bases, see: Alemi & Shaabani (2000) ; Kim & Shin (1999) ; Yan et al. (2006) ; Zheng et al. (2006) . Table 1 Hydrogen-bond geometry (Å , ). Data collection: SMART (Bruker, 1998); cell refinement: SAINT (Bruker, 1999); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: SHELXTL (Sheldrick, 2008); software used to prepare material for publication: SHELXTL.
Experimental
(E)-4-(4-Hydroxy-3-nitrobenzylideneamino)-1,5-dimethyl-2-phenyl-1H-pyrazol-3(2H)-one C.-N. Zhang and M.-H. Yang
Comment
There have been of great interest in the synthesis, characterization, and properties of Schiff bases and Schiff base complexes. (Yan et al., 2006; Zheng et al., 2006) Schiff bases that have solvent dependent UV/vis spectra (solvatochromicity) can be suitable NLO (nonlinear optical active) materials (Alemi et al., 2000) . They are also useful in asymmetric oxidation of methyl phenyl sulfide and enantioselective reactions (Kim et al., 1999) .
In this paper, we report here the synthesis and crystal structure of the title compound (I), (Fig. 1) . The dihedral angles betweem the pyrazole ring and the pendant C13 and C1 aromatic rings are 4.73 (12)° and 44.24 (14)°, respectively. The C12-N3 bond length of 1.281 (3) Å in (I) is indicative of a normal C=N double bond.
The intra-and intermolecular hydrogen bonds in (I) are listed in Table 1 .
Experimental
Under nitrogen, a mixture of 4-hydroxy-3-nitrobenzaldehyde (1.67 g, 10 mmol) and 4-amino-1,2-dihydro-1,5-dimethyl-1phenylpyrazol-3-one (2.03 g, 10 mmol) in absolute ethanol (80 ml) was refluxed for about 20 h to yield a yellow precipitate.
The product was collected by vacuum filtration and washed with ethanol. The crude solid was redissolved in CH 2 Cl 2 (70 ml) and washed with water (2 × 8 ml) and brine (10 ml). After being dried over Na 2 SO 4 , the solvent was removed under vacuum, and yellow solid was isolated in a yield of 89% (2.8 g). Colourless blocks of (I) were grown from CH 2 Cl 2 and absolute ethanol (4:1 v/v) by slow evaporation of the solvent at room temperature over a period of about two weeks.
Refinement
All the H atoms were placed in calculated positions (C-H = 0.93-0.96Å, O-H = 0.82 Å) and refined as riding, with U iso (H) = 1.2U eq (C) or 1.5U eq (O, methyl C). The maximum difference peak is located 1.41Å from H11C. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq N3 0.1353 (3) 0.2354 (3) 0.45196 (7) 0.0455 (5) 
